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R factor = 0.069; wR factor = 0.162; data-to-parameter ratio = 11.2.
In the structure of the guanidinium salt of quinaldic acid,
CH6N3
+C10H6NO2, the asymmetric unit contains two
independent cations and anions having similar inter-species
hydrogen-bonding environments, which include cyclic R2
2(8),
R2
1(6) and R1
2(5) associations. These and additional weak
aromatic ring – interactions [minimum ring-centroid
separation = 3.662 (2) A˚] give a two-dimensional layered
structure.
Related literature
For guanidinium salts of aromatic acids, see: Parthasarathi et
al. (1982); Schu¨rmann et al. (1998); Najafpour et al. (2007);
Pereira Silva et al. (2007). For quinaldic acid structures, see:
Dobrzyn´ska & Jerzykiewicz (2004); Smith et al. (2004, 2007,
2008a,b).
Experimental
Crystal data
CH6N3
+C10H6NO2
Mr = 232.25
Monoclinic, P21=c
a = 7.4318 (3) A˚
b = 42.2105 (18) A˚
c = 7.3035 (4) A˚
 = 94.045 (4)
V = 2285.40 (18) A˚3
Z = 8
Mo K radiation
 = 0.10 mm1
T = 297 K
0.35  0.20  0.18 mm
Data collection
Oxford Diffraction Gemini-S Ultra
CCD-detector diffractometer
Absorption correction: multi-scan
(SADABS; Sheldrick, 1996)
Tmin = 0.740, Tmax = 0.870
10626 measured reflections
3981 independent reflections
2931 reflections with I > 2(I)
Rint = 0.035
Refinement
R[F 2 > 2(F 2)] = 0.069
wR(F 2) = 0.162
S = 1.04
3981 reflections
355 parameters
H atoms treated by a mixture of
independent and constrained
refinement
max = 0.15 e A˚
3
min = 0.18 e A˚3
Table 1
Hydrogen-bond geometry (A˚, ).
D—H  A D—H H  A D  A D—H  A
N1C—H11C  O21B 0.82 (4) 2.12 (4) 2.937 (5) 176 (3)
N1C—H12C  O21Ai 0.92 (4) 2.03 (4) 2.852 (5) 149 (3)
N1D—H11D  O22A 0.87 (4) 2.04 (4) 2.902 (4) 177 (4)
N1D—H12D  O21Bii 0.85 (5) 2.47 (5) 3.312 (5) 173 (4)
N2C—H21C  O22A 0.94 (4) 1.87 (4) 2.784 (4) 166 (4)
N2C—H22C  O21Ai 0.91 (4) 2.57 (4) 3.163 (5) 124 (4)
N2C—H22C  N1Ai 0.91 (4) 2.08 (5) 2.964 (4) 165 (4)
N2D—H21D  O21Biii 0.84 (4) 2.11 (4) 2.899 (5) 155 (3)
N2D—H22D  O21A 0.89 (4) 2.01 (5) 2.890 (4) 173 (4)
N3C—H31C  O22B 0.93 (5) 1.96 (5) 2.891 (4) 173 (4)
N3C—H32C  O22A 0.84 (4) 2.57 (5) 3.216 (5) 135 (4)
N3D—H31D  O21Biii 0.93 (4) 2.60 (4) 3.268 (5) 130 (3)
N3D—H31D  N1Biii 0.93 (4) 2.12 (4) 3.000 (4) 159 (3)
N3D—H32D  O22Bii 0.93 (4) 1.95 (4) 2.826 (4) 157 (4)
Symmetry codes: (i) x  1; y; z; (ii) x; y; z 1; (iii) xþ 1; y; z  1.
Data collection: CrysAlis CCD (Oxford Diffraction, 2008); cell
refinement: CrysAlis RED (Oxford Diffraction, 2008); data reduc-
tion: CrysAlis RED; program(s) used to solve structure: SIR92
(Altomare et al., 1994); program(s) used to refine structure:
SHELXL97 (Sheldrick, 2008) within WinGX (Farrugia, 1999);
molecular graphics: PLATON (Spek, 2009); software used to prepare
material for publication: PLATON.
The authors acknowledge financial support from the
Australian Research Council and the School of Physical and
Chemical Sciences, Queensland University of Technology,
Supplementary data and figures for this paper are available from the
IUCr electronic archives (Reference: WN2367).
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